C 8 H 6 N4O 3 · C 2 H 6 OS, orthorhombic, Pnma (no. 62), a = 10.4813 (5) Å, b = 6.8663(4) Å, c = 17.2605(9) Å, V = 1242.20(11) Å 3 , Z = 4, Rgt(F) = 0.0506, wR ref (F 2 ) = 0.1590, T = 200(2) K.
: Data collection and handling.
Crystal:
Orange block Size:
0.47 × 0.21 × 0.12 mm Wavelength:
Mo Kα radiation (0.71073 Å) µ: 0.28 mm −1 Diffractometer, scan mode:
Bruker APEX-II, φ and ω θmax, completeness:
28.3°, >99% N(hkl) measured , N(hkl) unique , R int : 12634, 1674, 0.023 Criterion for I obs , N(hkl)gt: I obs > 2 σ(I obs ), 1384 N(param) refined :
122 Programs:
Bruker [1] , SHELX [2] [3] [4] , WinGX/ORTEP [5] , PLATON [6] , Mercury [7] 
Source of materials
To a solution of 5-nitroisatin (1 mmol) in absolute ethanol was added hydrazine hydrate (1.5 mmol) followed by few drops of acetic acid. The mixture was stirred at room temperature for 30 mins and then reflux for 3 h. Ice was added directly in the hot solution and the precipitate obtained was filtered and washed several times with water affording the product in 93% yield. Recrystalization from dimethyl sulfoxide yielded orange crystals which were suitable for X-ray diffraction analysis.
Experimental details
Carbon-bound H atoms were placed in calculated positions and were included in the refinement in the riding model approximation, with U(H) set to 1.2 Ueq(C). The H atoms of the methyl group were allowed to rotate with a fixed angle around the C-C bond to best fit the experimental electron density (HFIX 137 in the SHELX system [3] ), with U iso (H) set to 1.5 Ueq(C). The nitrogen-bound H atoms were located on a difference Fourier map and refined freely.
Comment
Isatin, an indole derivative is a natural product found in plants as well as humans. It is a versatile synthetic intermediate containing both, a keto and a lactam moiety, which makes the molecule more interesting for chemists and biologists. Isatin and its analogues are associated with many biological and pharmacological processes and well known for its anti-tuberculosis and anti-microbial properties [8, 9] .
The asymmetrical unit cell of the title compound contains one half of the istatin derivative and one half of the dimethyl sulfoxide solvent molecule. The structure is located on the mirror plane with only the methyl groups of the solvent out the plane (see the figure) . The distance between adjacent planes is 3.433(1) Å. The bond lengths and angles of the titled compound are all in normal range and identical to the similar structure reported by Jamal et al. [10] .
In the crystal structure the N3-H3A· · · O1 intermolecular hydrogen bond forms a zig-zag chain of molecules parallel to the a axis. Also in the plane of linked molecules are the intramolecular N3-H3B· · · O1 and intermolecular N1-H1· · · O4 hydrogen bonds. Between the planes there are also π-π interactions with a centroid to centroid distance of 3.5176(4) Å and slippage of 0.766 Å between the benzene C11-C16 and the pyrrole C1, C2, C11, C12, N1 rings.
